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Key indicators: single-crystal synchrotron study; T = 100 K; mean �(C–C) = 0.004 Å;

disorder in main residue; R factor = 0.045; wR factor = 0.118; data-to-parameter

ratio = 7.5.

The crystal structure of the title compound, C28H38O11, solved

and refined against synchrotron diffraction data, contains two

formula units in the asymmetric unit. In both molecules, the

dihydropyran ring along with its methyl substituents is

disordered and adopts two alternative half-chair conforma-

tions. The occupancy of the major conformers of the two

molecules refined to 0.858 (5) and 0.523 (5).

Related literature

For background to the chemistry of �-tocopherol [systematic

name 2,7,8-trimethyl-2-(4,8,12-trimethyltridecyl)-3,4-dihydro-

chromen-6-ol] and its derivatives and their applications, see:

Dubbs & Gupta (1998); Azzi & Stoker (2000); Traber &

Atkinson (2007). For the preparation, see: Witkowski &

Walejko (2002).

Experimental

Crystal data

C28H38O11

Mr = 550.58
Triclinic, P1
a = 8.66 (1) Å
b = 11.30 (1) Å
c = 14.55 (1) Å
� = 85.74 (5)�

� = 89.13 (5)�

� = 88.16 (5)�

V = 1419 (2) Å3

Z = 2
Synchrotron radiation
� = 0.59040 Å
� = 0.06 mm�1

T = 100 K
0.25 � 0.15 � 0.09 mm

Data collection

Mar Research MAR315 CCD
diffractometer

Absorption correction: multi-scan
(SCALEPACK; Otwinowski &
Minor, 2003)
Tmin = 0.985, Tmax = 0.995

8538 measured reflections
5956 independent reflections
5260 reflections with I > 2�(I)
Rint = 0.023

Refinement

R[F 2 > 2�(F 2)] = 0.045
wR(F 2) = 0.118
S = 0.99
5956 reflections
795 parameters

752 restraints
H-atom parameters constrained
��max = 0.21 e Å�3

��min = �0.23 e Å�3

Data collection: NECAT APS beamline software (unpublished);

cell refinement: HKL-2000 (Otwinowski & Minor, 1997); data

reduction: HKL-2000; program(s) used to solve structure: SHELXD

(Sheldrick, 2008); program(s) used to refine structure: SHELXL97

(Sheldrick, 2008); molecular graphics: ORTEP-3 (Farrugia, 1997) and

pyMOL (DeLano, 2002); software used to prepare material for

publication: SHELXL97.
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Supplementary data and figures for this paper are available from the
IUCr electronic archives (Reference: GK2341).
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